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ŴAB =
∑

i∈A

∑

k

〈
k̃
∣∣∣̂VB

∣∣∣i
〉
k+ĩ− +
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ĩ
∣∣∣̂VA

∣∣∣i
〉
+

occ∑

k∈A

occ∑

l∈B

〈
k̃l̃||kl

〉
+

∑

I∈A,J∈B

ZIZJ

RIJ
.

This article may be downloaded for personal use only. Any other use requires prior permission of the author and AIP Publishing. 
This article appeared in J. Chem. Phys. 143, 224107 (2015) and may be found at https://aip.scitation.org/doi/abs/10.1063/1.4936830 .



E(2) = −
∑

exc

〈
Ψ̃exc

∣∣∣̂WAB

∣∣∣Ψ(0)
〉〈

Ψ̃(0)
∣∣∣̂WAB

∣∣∣Ψexc

〉

E(0)
exc − E(0)

0

∑
exc E(0)

exc

E(2) = Epol + Edeloc + Edisp ,

Epol = −
occ∑

a∈A

virt∑

b∈A

(〈
ã
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118◦ 158◦

2

N = 7

This article may be downloaded for personal use only. Any other use requires prior permission of the author and AIP Publishing. 
This article appeared in J. Chem. Phys. 143, 224107 (2015) and may be found at https://aip.scitation.org/doi/abs/10.1063/1.4936830 .



∗

Etot = −21.06 kcal/mol Etot = −22.84 kcal/mol

This article may be downloaded for personal use only. Any other use requires prior permission of the author and AIP Publishing. 
This article appeared in J. Chem. Phys. 143, 224107 (2015) and may be found at https://aip.scitation.org/doi/abs/10.1063/1.4936830 .



+

2

Epol

This article may be downloaded for personal use only. Any other use requires prior permission of the author and AIP Publishing. 
This article appeared in J. Chem. Phys. 143, 224107 (2015) and may be found at https://aip.scitation.org/doi/abs/10.1063/1.4936830 .



∗
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Ĥ0
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ĩj̃

∣∣∣∣
(
P̂BC(1)P̂BC(2)

) 1

r12

∣∣∣∣kl
〉

T̂ V̂A, V̂B, V̂C

P̂AC P̂BC

P̂AC =
∑

µ,ν∈AC

|µ⟩
(
S(AC)

)−1

µν
⟨ν|

This article may be downloaded for personal use only. Any other use requires prior permission of the author and AIP Publishing. 
This article appeared in J. Chem. Phys. 143, 224107 (2015) and may be found at https://aip.scitation.org/doi/abs/10.1063/1.4936830 .



S(AC)
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ĩj̃
=

〈
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